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SHELL:

bash: version 4.0.35(2)-release

csh:

C Jmi¥ss:

GCC:

ICC:

XERAFPEEAER shell , WFREEAR LERE bash EE5TAAY
tcsh 6.17.00 (Astron) 2009-07-10

gamess HIRSHIARR csh Bp, tiMBEELRSE csh (B&E tcsh)

4.4.2 20091208 (prerelease)

GCC EBUARYRIRES , ITLMNMRRITHRAVEIG R R E %=

Version 11.1

intel B9 CPU A3 ICC mTLMAMLHNATIHEE , Hith CPU MIRZFEILIAKER ICC FEXE intel WEMTE
Z% P TR ERRFEM—T , REER

ICC —fRR%i =zl /opt BEER , REAHFCEEEIEIETHITIARAIIATREEHE bin HRINZE PATH KX
TEEMEZE , LIFEH6:

£ /opt/intel/Compiler/11.1/056/bin/ TEHBMMXMH—1TER (KEXFZLEHIAE , BRIBFOIEE
A—#£) : intel64/, iccvars.csh #] iccvars.sh, {REEE /etc/profile.d/ TEEST—MHIZA ,
BhEE , tbal iccvars.sh HASWNT:

#!/bin/bash
source /opt/intel/Compiler/11.1/056/bin/iccvars.sh intel64

REHNEINESEL intel6d KIFNEFAFRTMAR , RAZFRE
/opt/intel/Compiler/11.1/056/bin/ HFEMINBERE=FHEE , AREIHRITIER :

sudo chmod a+x /etc/profile.d/iccvars.sh

IR XERSEEREEN , FEIER , AT ¢

. /etc/profile.d/iccvars.sh 8 source /etc/profile.d/iccvars.sh

Hoh , ATURR (XBR icc F) HEICNIFMKIAE , 7845 icc B9 1ib BEMAZR /etc/ld.so.conf



AR A5 :
£ /etc/ld.so.conf EBEINLE—1T:

/opt/intel/Compiler/11.1/056/1ib/

#AIBLA root 1PRIZETT ldconfig
ICC HIREZTIER

FORTRAN #wi%Es:
IFORT: Version 11.0

XMER intel RYRiIFRS , AFEXIEESEMTH , DARBRERERN SPARERILIER 995 FHIFEH
FORTRAN #mi¥zs

IFORT FEtFtBR%%EE] /opt BEER , AILABFEERKHE bin BRIME PATH INEEEERE

LAFR 9% -

f£ /opt/intel/Compiler/11.0/074/bin/ TEBERNMXH—TER (KEZRMEHIARE , BREOBFOIEAR
—#£) : intel64/, ifortvars.csh #] ifortvars.sh

IRIFREAE /etc/profile.d/ TEEZ—MEA , tban ifortvars.sh HASMT:

#!/bin/bash
source /opt/intel/Compiler/11.0/074/bin/ifortvars.sh intel64

AV S intelod (KIFNARFEARMARE , MIZFHRE
/opt/intel/Compiler/11.0/074/bin/ HEMINBERE=FHEE , AREIHITIER :

sudo chmod a+x /etc/profile.d/ifortvars.sh

IR XERSEEREEN , FEIER , AHIT—T ¢

. /etc/profile.d/ifortvars.sh @ source /etc/profile.d/ifortvars.sh

oh , ATIRER (XER icc F) HEISHIFMKIRIE 8K ifort BY 1ib EREIIAZR
/etc/1d.so.conf EEM],

LAFR 9151 -

£ /etc/ld.so.conf BB E—17:

/opt/intel/Compiler/11.0/074/1ib/

SRIELA root #PRIZ{T ldconfig
IFORT RUIREZFIILLEER

: Version 10.2.3.029

XNE intel HIECEFROREE | fERFERLfortyRiFsREaVKLECE ERT ARSI TIER AR . SR
INRAMEAR MKL ANESEIASA BLAS XANVE. AMD CPU HIREZEAILAEE(ER ACML IXANEUFE. [, MKL
BALAR] intel RYBEM_CEERISRERE

MKL RUIREENESR , RAERE—LE | ST, FfARBER MKL FEA9uEE 1d.so.conf B
mAPaE], 7 /etc/ld.so.conf EEN_E—T:

/opt/intel/mk1/10.2.3.029/1ib/em64t/



SAIELA root RPRIETT ldconfig
IFORT AUIREZFIILLLER

, BUNEFITRE

AR EN 7 FENREBMRLUSET LI TREmFETRE 1.

Bt SR2ESE gamess HURIET , & gamess HIMuL FEIESHIR , —R—ZIRXESA TR , AESEMEBARTE
etk , FEPEMERE , BEEE TR, EREANG 1M £h , BTHAMRAR: GAMESS version January 12, 2009
R3 for 64 bit (x86 64 compatible) under Linux with gnu compilers

REEE—NTERER (FEHKZWE /home/gamess BH ) , SEESBEIILRERTE . ¥7 , JLERULNTHIT
A4

compall, comp, lked, runall #0 rungms

------------------------------------------- PEBTIAS - - - - w e e e
B FREREX L LUEERSE]B ChIRER

LB

compall:

line 16: set TARGET=linux-iab64
line 17: set /home/gamess
line 70: if ($TARGET == linux-ia64) set CCOMP='icc' # ;&8 icc AIYFTLI4K%E gcc
comp:
line 15: set TARGET=linux-ia64
line 16: set /home/gamess
line 109:if ($TARGET == linux-ia64) set BLAS3=/opt/intel/mkl/10.2.3.029/1ib/em64t/
# WNBRREETE VKL FEFAER) X7
# HITFHEIER TARGET=linux-1ia64 , £ line 1507 HLIEZIERREIAAT ifort {E/9 FORTRAN
# BYmiEes , WNSR{RAY TARGET REMAYMNAER ifort AYE , AILAARXINAIMETS (B
# if ($TARGET == xxx) then TEIS FORTRAN #miFessipk ifort)
lked:
line 18: set TARGET=linux-ia64
line 19: chdir /home/gamess
line 498:if ($TARGET == linux-ia64) then # ¥EH{FEFA MKL N7 FEAII—T
line 499: setenv MKLPATH /opt/intel/mkl/10.2.3.029/1ib/em64t
# BENHA , IS RGEANMIXITEETLAERE] MKL /Y, AEERIXER SR
# FAZE KL BEERED so , FrLUSENN_EECRIR
rungms:
line 60: set SCR=/home/gamess/scr/$USER
# FRUsEIRI RS , BCEWRIRERIRE |, WNRRRFHEARRIEE R LUSE
# /dev/shm (EfRENMEARFEERNBER)
BRrER ~mike/gamess ¥aRYARAY gamess TEBF (FKAIE /home/gamess ) $USER/scr Eiapk $SCR
(RAILABITIE T N HEas < K—R Mt TIF

sed -1 's|~mike/gamess|/home/gamess|g;s|~$USER/scr|$SCR|g"' ./rungms
INRAFAEER SMP ST ERNENREXULA EUNEEOXE |
line 497: case br.msg.chem.iastate.edu: # TEHII—T

line 498: case YOUR-HOST-NAME: # YOUR-HOST-NAME Zi={1T hostname 3945
line 499:if ($NCPUS > 2) set NCPUS=2

INEREI%A NS SIXER -



line 490:case sc.msg.chem.iastate.edu: # TEIHAII—T
line 491:case YOUR-HOST-NAME: # YOUR-HOST-NAME &izfT hostname HEAIEER
line 492: if ($NCPUS > 4) set NCPUS=4

runall:

line 13: chdir /home/gamess

TEBRAIBRFEZAE gamess VABAER actvte (THEAFLIIER T M) :

cd /home/gamess/tools/

# R gamess JEHFFHIBRIARETM cd EEAENER

cp actvte.code actvte.f

sed -1 's|”\*UNX| |g' actvte.f

# 1BLL *UNX RUFFELRIMigEials |, BIEGHIER , S UNIX-LIKE RFEAUELENTD

ifort -o actvte.x -Vaxlib actvte.f

# 3% 995 -0 actvte.x actvte.f WIR{REHE ifort BIFE. AIIERT actvte.x LUSAILUE actvte.f MiiR

RIRERTLIHRRIEY | ERImET:

cd /home/gamess

./compall

# WRFEEECmINE & LHERSIET

./compall & compall.log &

# FEMSFSIE—RE] , FoERHAT

# ZE—BREUATIRYSMREnrtEE (FRXEXANAT 20 o ) TERFFETK T

Hfg%i% gamess WIS INEWEREO (DDI) HEEEE , TeREHEFTITESHYMmE  SNTHE lked ZEEARI,
BIRPUEENERE YOUR-HOST-NAME (8 hostname @&EILUBEILRIENE ) , BAE /etc/hosts BEIE F—1T2A
AT PHENEFNEM 2

fgN: 192.168.153.3 YOUR-HOST-NAME # [&#37ft 1]

AN
AP -

sudo su
echo "192.168.153.3 YOUR-HOST-NAME" >> /etc/hosts

HA /home/gamess/ddi BHFE , {8 compddi

compddi:
line 18: set TARGET = linux-ia64
line 62: set MAXCPUS = 4
line 63: set MAXNODES = 2

# set MAXCPUS F1 set MAXNODES RENRAFRIEIRER , IBARE N RTFERSEE/LML (BN TRATLL
# LISMPHEFTHIROEE ) | BENRESE/NTR , BllRAVEELILSRRERS (8530 1]

{8 /home/gamess/ddi/src/std system.c
std system.c
line 26: struct hostent *hp; # FEEGFHEN—IT
line 27: name = "YOUR-HOST-NAME";
# ZRILABINIANIXA—1T2EA GAMESS B bug , RBFEHNEEITIAMEA localhost MARLRFRENS , SEUETHT
# 127~ TCP error 2R [2FHE 1]



./compddi
mv ddikick.x ..

RemFE N R

cd /home/gamess/graphics

JmiE complink 3Zf4
complink:
line 15: chdir /home/gamess/graphics
line 18: set TARGET=linux-pc
line 31: if ($TARGET == linux-pc) set FORT='ifort -02'

ZIEIEfT ./complink F4miE

HEHEATHRA TG

AN .
R -

cd /home/gamess
./lked gamess &> lked. log

MRAHTRHNERREELRIER FER— gamess.00.x XEMETHITIYE , EFEIINREBTIERESS=RT . TE
MEMHIAT , £ /home/gamess BRTIBIT ./runall BEIHRBFA GAMESS RTINS , BhisfT 44 MUK
%, BIEXLRIEHR B2t exam??.log 4., {EX /home/gamess/tools/checktst BRETHI checktst 3Z{4:

checktst:
line 9: set GMSPATH=/home/gamess

RREATIEI Y , HIRRESHIA /home/gamess , KRS log MHHIERSIVESRENIGEESEECIERER |
DRITRIRERGBIRE, T failed RIES , REHENA log XHREERRE , £ scr BR TN AR , &8
BB T—NIUKELIN examd2 BILAERATRS

cd /home/gamess

./rungms exam42 00 4 &>exam42.log

# rungms HISEENJ9: J0B=$1 (A xxx.inp , ATLAREIAY FE®); VERNO=$2 (lked —PRJ revision %}
# =, BUA 00); NCPUS=$3 (i=1TEIERERY CPU f#Z/0EL)

e E checktst BEEREPEET.

—MRIERT examd2 F1 examd3 £HTF linux BIARNBENEERFERRAEAR/NTAREELHER

/sbin/sysctl -a | grep shmmax FSREEIANE  XWMEFFELY 48MB, {824 /etc/sysctl.conf , HEEIA—
17 kernel.shmmax = 5000000000 HFHEIZINZEIZT 500MB, SJLAERAGS

/sbin/sysctl -w kernel.shmmax=5000000000 3&{FEIZEIARR

SEE:
2% @k 1: http://hi.baidu.com/sobereva/blog/item/fff7b5fd1e8dd04fd6887db6.html
SEE 2: TE, EFUFEITEREREGAMESS, RIETENBIRERERIING



